Historical perspective on: “Semiclassical trajectory approach to photoisomerisation” by A Warshel and M. Karplus [Chem. Phys. Lett. 32 (1) (1975) 11–17]  by Clary, David C.
Chemical Physics Letters 589 (2013) 67Contents lists available at ScienceDirect
Chemical Physics Letters
journal homepage: www.elsevier .com/ locate /cplet tSummaryHistorical perspective on: ‘‘Semiclassical trajectory approach
to photoisomerisation’’ by A Warshel and M. Karplus
[Chem. Phys. Lett. 32 (1) (1975) 11–17]0009-2614/$ - see front matter  2013 Elsevier B.V. All rights reserved.
http://dx.doi.org/10.1016/j.cplett.2013.10.044
DOI of original article: http://dx.doi.org/10.1016/j.cplett.2013.10.028
E-mail address: david.clary@chem.ox.ac.ukDavid C. Clary
Physical and Theoretical Chemical Laboratory, University of Oxford, South Parks Road, Oxford OX1 3QZ, United KingdomThe 2013 Nobel Prize in Chemistry was announced just as this
Volume was going to press. It was awarded jointly to Martin Kar-
plus, Michael Levitt and Arieh Warshel ‘for the development of mul-
tiscale models for complex chemical systems’.
Martin Karplus and Arieh Warshel have, respectively, published
as many as 23 and 13 papers, and two jointly, in Chemical Physics
Letters. Most of these papers relate to the area of research cited
by the Nobel Committee. The Editors of the journal feel it impor-
tant and timely to include a joint paper from these two Nobelists
in this Special Issue. This is particularly appropriate as the citation
for their Nobel Prize is central to the ﬁeld of the journal.We have chosen a joint work which started to set the theme for
the many papers that followed from these authors and others on
combining themethods of classical and quantummechanics to treat
complex molecular systems. A semiclassical trajectory scheme is
described and applied to the cis–trans isomerisation in the triplet
state of butene-2. This is a small systemwhen compared to the bio-
molecular systems these authors subsequently studied usingmixed
classical and quantum methods. However, the principles are made
clear and allowed for many more extensive applications on the
photoisomerisation of more complex molecules as enhanced com-
puting power made this possible in subsequent years.
